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In the molecule of the title compound, C 8 H 6 BrI, the H atoms of methyl groups are disordered; site-occupation factors were fixed at 0.50. The non-H atoms all lie on a crystallographic mirror plane. Weak intramolecular C-HÁ Á ÁBr hydrogen bonds result in the formation of two non-planar fivemembered rings.
Related literature
For bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXTL (Bruker, 2000) . We herein report its crystal structure.
Experimental
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C7-H7CÁ Á
2-Bromo
In the molecule of (I), (Fig. 1) , the bond lengths and angles are within normal ranges (Allen et al., 1987) . When the crystal structure was solved, H atoms of methyl groups were found to be disordered.
The atoms Br2, I1, C7 and C8 lie in the benzene ring plane. The weak intra-molecular C-H···Br hydrogen bonds (Table   1 ) result in the formations of two non-planar five-membered rings; B (Br2/C1/C6/C7/H7C) and C (Br2/C1/C2/C8/H8C).
Ring A (C1-C6) is, of course, planar.
As can be seen from the packing diagram, (Fig. 2) , the molecules are stacked along the b axis.
Experimental
For the preparation of the title compound, 4-iodo-2,6-dimethylaniline (5.0 g, 20 mmol), concentrated sulfuric acid (40 mmol, 2.23 ml) and water (100 ml) were stirred in an ice bath. When the temperature was below 278 K, the solution of sodium nitrite (1.44 g, 21 mmol) in water (100 ml) was added dropwise. Then, the mixture was added to a solution of CuBr (2.86 g, 20 mmol) and hydrobromic acid (20 mmol, 2.71 ml) with stirring. The solid residue was extracted with boiling hexane (40 ml) and hexane was distilled off. Crystals suitable for X-ray analysis were obtained by slow evaporation of ethanol at room temperature for about 20 d.
Refinement
When the crystal structure was solved, the H atoms of methyl groups were found to be disordered over two mirror image sites of the symmetry plane passing through the benzene ring. The occupancies of disordered H atoms were kept fixed as 0.50. H atoms were positioned geometrically, with C-H = 0.93 and 0.96 Å for aromatic and methyl H, respectively, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.2 for aromatic H, and x = 1.5 for methyl H atoms. Fig. 1 . The molecular structure of the title molecule with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Hydrogen bonds are shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.052 (7) 0.000 0.010 (5) 0.000 C5 0.060 (6) 0.059 (7) 0.045 (6) 0.000 0.017 (5) 0.000 C7 0.108 (13) 0.098 (10) 0.083 (6) 0.000 0.012 (7) 0.000 C8 0.071 (8) 0.079 (8) 0.082 (9) 0.000 0.003 (7) 0.000
Geometric parameters (Å, °)
I1-C4 2.105 (7) C3-H3 0.9300 Br2-C1 1.941 (6) C2-C8 1.481 (6) 
